Key indicators: single-crystal X-ray study; T = 290 K; mean (C-C) = 0.002 Å; R factor = 0.039; wR factor = 0.106; data-to-parameter ratio = 12.7.
The title compound, C 15 H 11 NO, consists of a planar isoquinolinone group to which a phenyl ring is attached in a twisted fashion [dihedral angle = 39.44 (4) ]. The crystal packing is dominated by intermolecular N-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds which define centrosymmetric dimeric entitities.
Related literature
For general background and related crystal structures, see: Cho et al. (2002) and references therein. For new chemotherapeutic agents for the treatment of cancer derived from natural compounds, see: Mackay et al. (1997) . For bond-length data, see: Allen et al. (1987) . For hydrogen-bond motifs, see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz; (ii) Àx; Ày þ 1; Àz.
Experimental
Data collection: SMART (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) '; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1999) and CAMERON (Watkin et al., 1993) ; software used to prepare material for publication: PLATON (Spek, 2003) .
3-Phenylisoquinolin-1(2H)-one P. Manivel, V. R. Hathwar, R. Subashini, P. Nithya and F. Nawaz Khan Comment New chemotherapeutic agents for a treatment of cancer from natural compounds have been developed over the last decade (Mackay et al., 1997) . Most of the 3-arylisoquinoline derivatives exhibited potent cytotoxicities against five different human tumor cell lines. These potent antitumor activity is studied by molecular modeling to correlate structure-activity relationships (Cho et al., 2002 and references therein).
In the title compound C 15 H 11 NO (Fig. 1 ) the phenyl ring attached to the isoquinolinone moiety at C2 is twisted, forming a dihedral angle of 39.44 (4)°. Bond lengths and angles are within normal ranges (Allen et al., 1987) . The C 15 H 11 NO monomers are linked via N-H···O and C-H···O hydrogen bonds to form dimers across the inversion center located at (1/2, 1/2, 0) ( Fig. 2) and giving raise to two R 1 2 (7) and one R 2 2 (14) graph-set motifs respectively (Bernstein et al., 1995) .
A solution of 3-pheylisocoumarin in THF was treated with ammonia and stirred overnight under reflux conditions; the solvent was concentrated to give the solid which was further purified by column chromatography. The material was recrystalized from Dichloromethane.
Refinement
All the H atoms in (I) were positioned geometrically and refined using a riding model with C-H = 0.93Å and U iso (H) = 1.2U eq (C) for aromatic H atoms. The H atom of N was located from difference fourier map and refined isotropically resulting in N-H abond length of 0.895 (17) Å. (7) 0.0351 (7) 0.0009 (6) 0.0006 (6) 0.0118 (6) C2 0.0352 (7) 0.0375 (7) 0.0346 (7) −0.0010 (5) 0.0016 (5) 0.0120 (6) C3 0.0441 (8) 0.0436 (8) 0.0356 (7) −0.0006 (6) 0.0054 (6) 0.0144 (6) C4 0.0477 (9) 0.0507 (9) 0.0400 (8) 0.0004 (7) 0.0065 (6) 0.0059 (7) C5 0.0530 (9) 0.0483 (9) 0.0493 (9) 0.0076 (7) 0.0040 (7) −0.0036 (7) C6 0.0593 (10) 0.0376 (8) 0.0587 (10) 0.0082 (7) −0.0026 (8) 0.0053 (7) C7 0.0518 (9) 0.0393 (8) 0.0458 (8) 0.0026 (6) −0.0010 (7) 0.0111 (6) C8 0.0352 (7) 0.0367 (7) 0.0375 (7) 0.0002 (6) −0.0020 (5) 0.0082 (6) C9 0.0341 (7) 0.0403 (8) 0.0356 (7) −0.0015 (6) 0.0015 (5) 0.0062 (6) C10 0.0345 (7) 0.0377 (7) 0.0417 (8) (7) 0.0041 (7) 0.0082 (7) C13 0.0591 (10) 0.0386 (8) 0.0752 (11) 0.0049 (7) 0.0100 (8) 0.0240 (8) C14 0.0554 (10) 0.0525 (9) 0.0590 (10) 0.0073 (7) 0.0046 (7) 0.0301 (8) 
